The crystal structure is shown in the figure. Tables 1 and 2 contain details on crystal structure and measurement conditions and a list of the atoms including atomic coordinates and displacement parameters.
Source of material
The solution of 4-oxo-4H-chromene-3-carbaldehyde (174 mg, 1 mmol), isocyanobenzene (103 mg, 1 mmol), 4-bromobenzenamine (172 mg, 1 mmol) and propiolic acid (70 mg, 1 mmol) in methanol (8 mL) was added in a 20 mL microwave vial. The solution was stirred at room temperature overnight, then evaporated the solvent. The residue was dissolved in 5% hydrochloric acid/acetic acid, which was sealed and heated under microwave irradiation at 25°C for 15 min. The reaction mixture was washed with water and brine, and extracted with ethyl acetate. The organic solution was dried, concentrated and purified by column chromatography over silica gel eluting with a gradient of ethyl acetate/hexane (0-20%) to afford the colourless solid. Yield, 397 mg, 72%. The title compound was dissolved in ethyl acetate, and the solvent slowly evaporated at room temperature. After one week, colourless crystals were obtained.
Experimental details
All of the hydrogen atoms were placed in the calculated positions and all the non-hydrogen atoms were refined anisotropically.
Comment
The Ugi reaction is a branch of isocyanide-based multicomponent reactions (IMCRs), which is a powerful tool to synthesize complex, drug-like molecules in short synthetic sequences [3] . During the past years, research focused their attention on the use of Ugi four-component reactions (U-4CRs) for the synthesis of substituted amides [4, 5] . The NMR results are consistent with the proposed structure. The asymmetric unit of the title compound contains one (E)-N-(2-(benzylamino)-2-oxo-1-(4-oxo-4H-chromen-3-yl)ethyl)-N-(4-bromophenyl)-3-chloroacrylamide and one water molecule. The bond lengths and angles are in the normal ranges. In conclusion, we have developed a facile microwave-assisted process for the synthesis of substituted amide compound using a Ugi fourcomponent reaction. This facile procedure can be readily used to synthesize a diverse range of compounds for high throughput screening in medicinal chemistry.
